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Figure S1. Diffusion path and rate limiting barrier Ed of (a) Cui

 , (b) Agi

 , (c) Aui

  and (d) 0Pdi .  

The local structures around the impurity at its metastable sites and transition state sites along the 

diffusion path are given in the inset. The corresponding orientations of the structures are 

provided by the coordinate axis labeled with each case.   



 

 

     



 

Figure S2. Diffusion path and rate limiting barrier Ed of (a) 2Cri
 , (b) 2Moi

 , and (c) 2Wi

 . The 

local structures around the impurity at its metastable sites and transition state sites along the 

diffusion path are given in the inset. The corresponding orientations of the structures are 

provided by the coordinate axis labeled with each case.   

 



 

   

Figure S3. Diffusion path and rate limiting barrier Ed of (a) 3Moi

  and (b) 3Wi

 . The local 

structures around the impurity at its metastable sites and transition state sites along the diffusion 

path are given in the inset. The corresponding orientations of the structures are provided by the 

coordinate axis labeled with each case.   



 

 

 

Figure S4. Diffusion path and rate limiting barrier Ed of (a) 2Nii

  and (b) 2Pdi

 . The local 

structures around the impurity at its metastable sites and transition state sites along the diffusion 

path are given in the inset. The corresponding orientations of the structures are provided by the 

coordinate axis labeled with each case. 



 

 

 



 

Figure S5. Diffusion path and rate limiting barrier Ed of (a) Nii

 , (b) Pdi

 , and (c) Coi

 . The 

local structures around the impurity at its metastable sites and transition state sites along the 

diffusion path are given in the inset. The corresponding orientations of the structures are 

provided by the coordinate axis labeled with each case.   

 

 



 

Figure S6. Structures of (a) PbAu , (b) 0

PbAu , (c) PbAu , (d) PbAg , and PbCu . The numbers (in Å) 

give the interatomic distances.  

 


